The present article describes how three-dimensional models of parasitic NAD + -dependent deacetylases SIR2rp3 were generated, refined and validated through in silico techniques. This supplementary document contains figures and tables that aim at supporting the results reported in the main text. Those data were excluded from the main text for concision and clarity of presentation.
. Ramachandran plots of E. coli sirtuin (template, PDB code 1S5P), TcSIR2rp3 and LbSIR2rp3 homology models. Van der Waals interactions
Thiobarbiturate 2 hSIRT5 TcSIR2rp3 LbSIR2rp3
Hydrogen bonds Arg75 Tyr72
Arg59 Tyr56
Arg56 Tyr53
Van der Waals interactions Phe193 His128
Phe156 His112
Phe154 His110
Thiobarbiturate 6 hSIRT5 TcSIR2rp3 LbSIR2rp3
Phe154 His110 Table S5 . Summary of the residues characterizing the A-C pockets of hSIRT5, TcSIR2rp3, LbSIR2rp3 and TbSIR2rp3. Residues potentially interacting with nicotinamide, also used in MD analyses, are reported.
Pocket B His158 Gln140
His113 Gln95
His 113 Gln95
Amino acid residues 6 Å around nicotinamide 
